Experimental section

General
All experiments involving air-and moisture-sensitive compounds were performed under argon by using standard Schlenk techniques or argon-filled gloveboxes. Pentane, toluene, and diethyl ether were purified using a double MBraun SPS alumina column, and were degassed using three freezepump-thaw cycles before use. THF, C 6 H 6 , and C 6 D 6 were distilled from Na/Benzophenone. Solution 1 H, 13 C and 31 P NMR spectra were recorded on Bruker DRX 200 and DRX 300 spectrometers, and the magnetic fields were referenced by the deuterium signal of the d-solvent used. The 1 H and 13 C spectra were additionally referenced setting the chemical shifts of the residual C 6 H 6 signal in C 6 D 6 at 7.16 and 128.1 ppm, respectively. The solid-state 1 H and 13 C NMR spectra were obtained on Bruker Avance III 400, 600, and 700 MHz spectrometers using a 2.5, 3.2, or 4 mm probe, and the magnetic fields were externally referenced by setting the downfield 13 C signal of adamantane to 38.4 ppm. The samples were loaded in a 2.5 or 4 mm zirconia rotor closed with a VESPEL drive cap, or in a 3.2 mm sapphire rotor closed with a zirconia cap with a Teflon insert placed between the sample and the cap to prevent sample spill. Cross polarization magic angle spinning (CPMAS) and spin echo type experiments were used to measure 13 C and 1 H spectra, respectively. The 1 H excitation and decoupling radiofrequency (rf) fields were set to 71 kHz and 100 kHz for 4 mm and 2.5/3.2 mm probe, respectively. For CPMAS measurements, the CP condition was optimized to match the Hartmann-Hahn condition under MAS with minor adjustments to reach the best CP efficiency experimentally. Al( 13 CH 3 ) 3 (14% labeled) [1] [2] , 1C-13 Cisobutene (50% labeled) [3] , Ti-Al-CB [4] , Ti-CB [5] , [6] , and Ti-ene-PMe 3 [7] were prepared according to literature procedures.
Computational Details
All geometry optimizations were performed with the Gaussian09 package [7] at the PBE0 level. [8] Ti, Zr, Hf, Ta, Mo, W, Ru, Os, Rh, Ir, and Pt were represented by relativistic effective core potential (RECP) from the Stuttgart group and the associated basis set [9] - [11] . The remaining atoms (H, C, N, O, Cl and P) were represented by a triple-ζ pcseg-2 basis set. [12] NMR calculations were performed within the GIAO framework using ADF 2016 [13] with the PBE0 functional and Slater-type basis sets of triple-ζ quality (TZ2P). Relativistic effects were treated by the 2 component zeroth order regular approximation (ZORA). [14] - [18] Analysis of scalar-relativistic natural localized molecular orbitals were done with the NBO 6.0 program. [19] Calculated NMR shielding tensors were analyzed using these scalar-relativistic NLMO.
[20]- [23] The 3D representation of the calculated shielding tensors is obtained as polar plots [24] , [25] of functions ∑ ij r i σ ij r j , with scaling factors of 0.3 (Ti-ene and Ti-enePMe 3 ), 0.4 (alpha-carbon of Mo-CB and Ru-CB, beta-carbon of Ti-CB), 0.7 (Ti-Al-CB, alphacarbon of Ti-CB, W-SP, beta-carbon of Mo-CB, W-TBP, W-SP, Ru-CB, Ru-TBP) or 1.0 (alphacarbon of W-TBP and Ru-TBP).
Whenever possible, the geometry optimization and the calculation of the NMR shielding were carried out on a computational model that is identical to the experimental systems. For silicasupported systems the support was modeled by a OSi(OH) 3 ligand. The replacement of the experimental ligand by a simplified version for the NMR calculation in the case of Ta-TBP was carried out with a partial geometry optimization limited to an optimization of the simplified ligand in presence of the frozen position for all other atoms.
List of computational models not identical to the experimental system: W-TBP and W-SP: The experimental system was grafted on a SiO 2 -support. For the calculation the support was modeled by a OSi(OH) 3 ligand.
Ta-TBP:
The experimental OAr ligand (Ar = 2,6-iPr-Ph) was replaced by OAr (Ar = Ph) for the NMR calculation.
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All Calculated Compounds
Scheme S1. Drawings of all calculated compounds. Indices exp and calc are added to the name when the chemical shift tensor of the experimental system was measured by solid-state NMR and the calculated structure was truncated for NMR calculations. Table S1 . Calculated NMR signatures vs. structural parameters of metallacyclobutanes. Distances are given in Å, angles are given in degrees. Compounds reported to be active towards olefin metathesis are colored in green. Ligands: a X = OC(CF3)3, Y = OSi≡, E = NAr and b L 1 = IH2Mes (see Scheme 1 and ESI Scheme S1). Figure S1 . (a) The CP magic-angle turning [26] (CP-MAT, 14.1 T at 100 K) spectrum of Ti-CB at a spinning rate of 4 kHz. The contact time for CP was 0.5 ms, and the recycle delay was 3.3 s. 56 scans per t1 increment and 256 t1 increments were acquired. (b-d) Blue: the spectra of the spinning side bands for the α and β carbons in the metallacycle, which were obtained by slicing horizontally the CP-MAT spectrum at 86.8 (α carbon), 80.9 (α carbon), 6.1 (β carbon) ppm, respectively. Red: best-fit simulated spinning side bands of the corresponding carbons. Figure S4 . (a) The CP magic-angle turning [26] (CP-MAT, 14.1 T at 100 K) spectrum of Ru-CB at a spinning rate of 4 kHz. The contact time for CP was 1 ms, and the recycle delay was set to 3.3 s. 56 scans per t1 increment and 256 t1 increments were acquired. (b-e) Blue: the spectra of the spinning side bands for the α and β carbons in the metallacyclobutane, which were obtained by slicing horizontally the CP-MAT spectrum at 49.8 (β carbon), 3.6 (α carbon), -1.0 (α carbon), -2.6 ppm (α carbon), respectively. Red: best-fit simulated spinning side bands of the corresponding carbons. The presence of 3 distinct signals for the α-carbons suggests inequivalence between carbons in the solid-state for Ru-CB, which contains two molecules per unit cell and different orientation of PMe 3 ( Figure S13 ). Table S4 : NCS analysis of metallacyclobutanes -σ11 (all values in ppm). Table S5 : NCS analysis of metallacyclobutanes -σ22 (all values in ppm). Table S6 : NCS analysis of metallacyclobutanes -σ33 (all values in ppm).
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NCS Analysis
7. Graphical Representation of the Results of the NCS Analysis Figure S5 . α-carbons -σ 11 components (reproduction of Figure 2 ). 
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Graphical Representations of the Calculated Shielding Tensors
Representation as polar plots of functions ∑ijrirjσij.
[24], [25] Ru-TBP -α-carbon Ru-TBP -β-carbon Figure S11 . Representation of all calculated shielding tensors. Figure S12 .A shows a qualitative MO diagram for Cp2TiCH2CR2CH2 developed from the Cp2Ti 2+ and CH2CR2CH2 2-fragments. Three metal orbitals (labeled in C2v point group) are available for making the bonds between the two fragments. Two orbitals are selected for the organic fragment: the out-of-phase combination of the two "lone pairs" mostly located on the two terminal carbons (blue orbital of b2 symmetry) and the in-phase combination of two orbitals involved in the C a -C b bonds (red orbital of a1 symmetry). The bonding combination of the metal 1b2 orbital with the blue orbital of the carbon chain yields the out-of phase combination of the M-Cα and M-C a ' σ bonds, {σ(M-C a ) -σ(M-C a ')}; the corresponding calculated orbital is shown in Figure S12 .C. The in-phase combination of the M-C a and M-C a ' σ−bonds, which uses the 2a1 metal orbital is not shown. The metal based 1a1 orbital combines with the red orbital of CH2CR2CH2 2-to yield an occupied orbital that has local π-bonding character between the metal and the two α-carbons and is labeled {π(M-C a ) + π(M-C a ')}. The associated empty orbital with π-antibonding character between the metal and the two α-carbons is the LUMO and is labeled {π*(M-C a ) + π*(M-C a ')}( Figure S12 .B). 
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Reactivity of Ru-CB' and Ru-CB
In the case of Ru-CB', loss of a ligand creates a five-coordinated intermediate (Scheme S2), whose NMR chemical shifts are explored by computations. Ru-CB is selected as a model of the experimental system Ru-CB'. After loss of a PMe3 ligand, the two resulting five-coordinated intermediates have square pyramidal geometries and calculated isotropic chemical shifts for the α-and β-carbons are within 10-55 ppm range as in the other square pyramid complexes (Scheme S2). Calculations show that the LUMO is oriented towards the empty coordination site and has no contribution on the α-carbon. This contrasts with the Ru-TBP complex where large deshielding at the α-carbons is observed and calculated. In Ru-TBP, the metal LUMO (green orbital in Figure 4B , main text) is correctly positioned to induce a π-type overlap at the α-carbon. Consequently, Ru-TBP is a metallacyclobutane active in olefin metathesis whereas (L3)(PMe3)Ru(CH2CMe2CH2) undergoes β-methyl transfer after loss of PMe3 (Scheme S2). This analysis shows how the d-orbital splitting associated with the ligand field and the electron count determine the main contributions to the paramagnetic term of the carbon chemical shift tensor and the reactivity of the metallacyclobutane. Figure  S12 (C). 
Scheme S2. A) Products upon dissociation of a PMe
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X-ray Crystallographic Analysis
Experimental
Single crystals of Ru-CB were grown from a saturated solution of Et 2 O at -35 ºC. A suitable crystal was selected and mounted on a Bruker SMART APEX CCD area detector diffractometer. The crystal was kept at 100 K during data collection. Using Olex2 [27] , the structure was solved with the XS [28] structure solution program using Direct Methods and refined with the XL [29] refinement package using Least Squares minimization. Table S7 . Crystal data and data collection parameters of Ru-CB. 
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Optimized Structures of all Calculated Species
Ti-CB C -0.0280000000 -3.4830000000 0.0120000000 C 1.0360000000 -1.9690000000 -1.7720000000 C 0.9910000000 -3.4150000000 -1.1740000000 H -0.9070000000 -4.0630000000 -0.2580000000 H 0.4120000000 -3.9190000000 0.9060000000 H 0.5860000000 -1.9410000000 -2.7610000000 H 2.0510000000 -1.5850000000 -1.8410000000 Ti -0.2120000000 -1.3960000000 -0.1780000000 C 0.0580000000 0.3570000000 1.4560000000 C 0.1640000000 -0.8770000000 2.1230000000 C 1.1180000000 0.4530000000 0.5380000000 H -0.7290000000 1.0810000000 1.5890000000 C 1.3280000000 -1.5210000000 1.6540000000 H -0.5230000000 -1.2640000000 2.8590000000 C 1.9160000000 -0.7010000000 0.6780000000 H 1.2920000000 1.2640000000 -0.1520000000 H 1.6940000000 -2.4760000000 1.9900000000 H 2.8160000000 -0.9120000000 0.1270000000 C -2.0100000000 -1.9270000000 -1.6830000000 C -2.5370000000 -1.9460000000 -0.3780000000 C -1.5950000000 -0.6150000000 -1.9740000000 H -1.9120000000 -2.7780000000 -2.3350000000 C -2.4390000000 -0.6470000000 0.1440000000 H -2.9230000000 -2.8090000000 0.1400000000 C -1.8540000000 0.1790000000 -0.8450000000 H -1.1330000000 -0.2810000000 -2.8890000000 H -2.7480000000 -0.3380000000 1.1300000000 H -1.6370000000 1.2300000000 -0.7500000000 C 2.3810000000 -3.8240000000 -0.6910000000 H 2.3600000000 -4.8430000000 -0.2960000000 H 3.0950000000 -3.7910000000 -1.5180000000 H 2.7520000000 -3.1710000000 0.0960000000 C 0.5710000000 -4.4020000000 -2.2630000000 H 1.2760000000 -4.3730000000 -3.0980000000 H 0.5420000000 -5.4200000000 -1.8650000000 H -0.4190000000 -4.1700000000 -2.6550000000
Zr-CB C 0.0160000000 -3.5860000000 0.0030000000 C 1.0990000000 -2.0300000000 -1.8360000000 C 1.0280000000 -3.4780000000 -1.2070000000 H -0.8510000000 -4.1850000000 -0.2720000000 H 0.4890000000 -4.0430000000 0.8700000000 H 0.6530000000 -2.0210000000 -2.8300000000 H 2.1280000000 -1.6860000000 -1.9170000000 Zr -0.2170000000 -1.3880000000 -0.1710000000 C 0.1320000000 0.4270000000 1.5630000000 C 0.2580000000 -0.8030000000 2.2410000000 C 1.2010000000 0.5330000000 0.6510000000 H -0.6560000000 1.1490000000 1.7030000000 C 1.4220000000 -1.4440000000 1.7670000000 H -0.4160000000 -1.1870000000 2.9920000000 C 2.0040000000 -0.6190000000 0.7850000000 H 1.3770000000 1.3520000000 -0.0300000000 H 1.7920000000 -2.4000000000 2.0970000000 H 2.9020000000 -0.8280000000 0.2270000000 C -2.1520000000 -1.8960000000 -1.7510000000 C -2.6840000000 -1.9280000000 -0.4470000000 C -1.7450000000 -0.5770000000 -2.0320000000 H -2.0550000000 -2.7410000000 -2.4140000000 C -2.5950000000 -0.6280000000 0.0880000000 S21 H -3.0730000000 -2.7980000000 0.0580000000 C -2.0130000000 0.2090000000 -0.8940000000 H -1.2880000000 -0.2340000000 -2.9470000000 H -2.9170000000 -0.3240000000 1.0720000000 H -1.8140000000 1.2640000000 -0.7910000000 C 2.4210000000 -3.8740000000 -0.7200000000 H 2.4100000000 -4.8910000000 -0.3180000000 H 3.1390000000 -3.8350000000 -1.5440000000 H 2.7790000000 -3.2100000000 0.0660000000 C 0.5970000000 -4.4620000000 -2.2930000000 H 1.2930000000 -4.4340000000 -3.1360000000 H 0.5640000000 -5.4810000000 -1.8990000000 H -0.3970000000 -4.2190000000 -2.6730000000
Hf-CB C 0.0190000000 -3.5890000000 -0.0080000000 C 1.0970000000 -2.0400000000 -1.8370000000 C 1.0360000000 -3.4920000000 -1.2150000000 H -0.8490000000 -4.1870000000 -0.2870000000 H 0.4840000000 -4.0560000000 0.8580000000 H 0.6490000000 -2.0330000000 -2.8310000000 H 2.1250000000 -1.6960000000 -1.9290000000 Hf -0.2150000000 -1.3900000000 -0.1720000000 C 0.1250000000 0.4330000000 1.5650000000 C 0.2490000000 -0.7970000000 2.2420000000 C 1.1940000000 0.5390000000 0.6530000000 H -0.6640000000 1.1560000000 1.7040000000 C 1.4150000000 -1.4380000000 1.7700000000 H -0.4250000000 -1.1800000000 2.9940000000 C 1.9980000000 -0.6140000000 0.7900000000 H 1.3720000000 1.3580000000 -0.0270000000 H 1.7830000000 -2.3960000000 2.1000000000 H 2.8950000000 -0.8240000000 0.2310000000 C -2.1580000000 -1.8850000000 -1.7470000000 C -2.6860000000 -1.9190000000 -0.4420000000 C -1.7470000000 -0.5660000000 -2.0230000000 H -2.0610000000 -2.7280000000 -2.4120000000 C -2.5940000000 -0.6200000000 0.0970000000 H -3.0740000000 -2.7900000000 0.0620000000 C -2.0130000000 0.2180000000 -0.8830000000 H -1.2900000000 -0.2220000000 -2.9380000000 H -2.9150000000 -0.3180000000 1.0820000000 H -1.8110000000 1.2730000000 -0.7780000000 C 2.4280000000 -3.8810000000 -0.7230000000 H 2.4210000000 -4.8960000000 -0.3190000000 H 3.1490000000 -3.8410000000 -1.5430000000 H 2.7800000000 -3.2130000000 0.0640000000 C 0.6110000000 -4.4780000000 -2.3010000000 H 1.3080000000 -4.4500000000 -3.1430000000 H 0.5800000000 -5.4970000000 -1.9060000000 H -0.3830000000 -4.2380000000 -2.6830000000
Ti-Al-CB
Ti -0.1340000000 -0.1920000000 0.0940000000 Cl 0.9700000000 0.7350000000 -1.9680000000 Al -1.2800000000 1.1940000000 -2.3020000000 C -1.9780000000 0.2710000000 -0.5850000000 C -0.3920000000 1.9900000000 1.0240000000 C -0.8940000000 1.0470000000 1.9490000000 C 0.9900000000 1.7780000000 0.8930000000 C 0.1820000000 0.2490000000 2.3750000000 C 1.3490000000 0.6870000000 1.7030000000 C -0.3370000000 -2.1510000000 -1.2050000000 C 1.0100000000 -2.0910000000 -0.7840000000
Ta-TBP
Ta 0.7510000000 -0.0360000000 -0.0070000000 C -0.1740000000 -1.9120000000 0.2770000000 C 1.2870000000 -2.4040000000 -0.1090000000 C 2.3860000000 -1.2950000000 -0.3830000000 C 1.2200000000 0.4730000000 3.1360000000 C 0.0910000000 0.9470000000 3.8160000000 C 2.4920000000 0.4660000000 3.7290000000 C 0.2640000000 1.4040000000 5.1170000000 C 2.6100000000 0.9330000000 5.0300000000 C 1.5060000000 1.3970000000 5.7260000000 C -0.0600000000 2.9850000000 0.4890000000 C 0.6840000000 3.8260000000 1.3330000000 C -1.3880000000 3.2750000000 0.1520000000 C 0.0610000000 4.9550000000 1.8460000000 C -1.9650000000 4.4220000000 0.6870000000 C -1.2550000000 5.2570000000 1.5300000000 C -0.1410000000 0.4280000000 -3.0440000000 C -1.3720000000 -0.0120000000 -3.5540000000 C 0.6450000000 1.3700000000 -3.7230000000 S24 C -1.8050000000 0.5150000000 -4.7630000000 C 0.1660000000 1.8640000000 -4.9310000000 C -1.0470000000 1.4470000000 -5.4500000000 C -2.1620000000 -1.0500000000 -2.7980000000 C -3.6480000000 -1.0500000000 -3.1210000000 C -1.5640000000 -2.4370000000 -3.0350000000 C 1.9910000000 1.7820000000 -3.1790000000 C 2.3600000000 3.2240000000 -3.4980000000 C 3.0720000000 0.8210000000 -3.6710000000 C 2.1330000000 3.5060000000 1.6110000000 C 2.6490000000 4.0860000000 2.9180000000 C 3.0040000000 3.9440000000 0.4350000000 C -2.1740000000 2.3930000000 -0.7880000000 C -2.5310000000 3.1370000000 -2.0710000000 C -3.4160000000 1.8060000000 -0.1240000000 C -1.2710000000 0.9230000000 3.1670000000 C -2.1550000000 2.0890000000 3.5810000000 C -1.9630000000 -0.4120000000 3.4340000000 C 3.6710000000 -0.0650000000 2.9530000000 C 3.6810000000 -1.5930000000 2.9960000000 C 5.0110000000 0.4900000000 3.4130000000 O 0.2790000000 -0.0580000000 -1.8630000000 O 0.5390000000 1.8910000000 -0.0150000000 O 1.0990000000 0.0330000000 1.8710000000F 4.4470000000 1.1910000000 2.4320000000 F 4.2370000000 -0.0040000000 0.6580000000 F 3.6340000000 -0.8020000000 2.5540000000 F 0.3830000000 1.6400000000 2.9060000000 F 2.2150000000 1.2540000000 3.9610000000 F 1.0260000000 -0.3840000000 3.2270000000 F 2.5940000000 3.2020000000 1.9580000000 F 3.2010000000 2.3870000000 0.0570000000 F 1.1180000000 2.6470000000 0.4920000000 Si 2.1950000000 -0.6560000000 -3.0070000000 O 3.6740000000 -0.1570000000 -2.5180000000 H 3.7240000000 0.2310000000 -1.6450000000 O 1.4370000000 0.4200000000 -3.9830000000 H 1.8250000000 0.5670000000 -4.8440000000 O 2.4420000000 -2.0020000000 -3.9030000000 H 3.2060000000 -2.5240000000 -3.6630000000
Mo-SP C -1.4830000000 -1.5350000000 0.8340000000 C 0.2230000000 -1.3440000000 2.2580000000 C -1.2810000000 -1.4670000000 2.3300000000 Mo 0.2900000000 -0.4170000000 0.3140000000 C 3.4550000000 -1.0260000000 0.5490000000 N -0.3230000000 1.1070000000 0.7590000000 O -0.1420000000 -0.9260000000 -1.4560000000 O 2.2160000000 -0.5170000000 0.3770000000 H -1.3190000000 -2.5440000000 0.4430000000 H -1.6650000000 -2.3160000000 2.9060000000 H -1.7260000000 -0.5560000000 2.7350000000 H 0.7000000000 -2.3210000000 2.1550000000 H 0.7490000000 -0.7630000000 3.0160000000 H -2.3920000000 -1.1220000000 0.3970000000 C -0.7240000000 2.4030000000 0.9760000000 C -1.7610000000 2.9370000000 0.1860000000 C -0.0890000000 3.1520000000 1.9850000000 C -2.1620000000 4.2390000000 0.4440000000 C -0.5270000000 4.4520000000 2.1960000000 C -1.5540000000 4.9900000000 1.4390000000 H -2.9600000000 4.6770000000 -0.1400000000 H -0.0600000000 5.0530000000 2.9650000000 H -1.8830000000 6.0050000000 1.6230000000 C 4.1680000000 -0.2660000000 1.7120000000 C 4.2320000000 -0.8010000000 -0.7930000000 C 3.4070000000 -2.5590000000 0.8660000000 C 0.9950000000 2.5350000000 2.8310000000 H 1.4360000000 1.7240000000 2.2500000000 C -2.3560000000 2.1240000000 -0.9350000000 H -2.3260000000 1.0750000000 -0.6330000000 C -3.8050000000 2.4680000000 -1.2440000000 H -4.4270000000 2.4290000000 -0.3480000000 H -3.9040000000 3.4630000000 -1.6840000000 H -4.2010000000 1.7520000000 -1.9650000000 C -1.4930000000 2.2610000000 -2.1900000000 H -0.4600000000 1.9670000000 -1.9960000000 H -1.8880000000 1.6270000000 -2.9860000000 H -1.4890000000 3.2960000000 -2.5400000000 C 0.3870000000 1.9200000000 4.0910000000 H -0.0590000000 2.6950000000 4.7180000000 H -0.3920000000 1.1990000000 3.8430000000 H 1.1550000000 1.4090000000 4.6760000000 C 2.1150000000 3.5050000000 3.1820000000 H 2.9200000000 2.9700000000 3.6870000000 H 2.5290000000 3.9770000000 2.2900000000 H 1.7760000000 4.2930000000 3.8580000000 F 4.0150000000 0.4240000000 -1.2510000000 S27 F 3.7980000000 -1.6590000000 -1.7160000000 F 5.5430000000 -0.9660000000 -0.6530000000 F 4.5510000000 -3.1710000000 0.5780000000 F 3.1410000000 -2.7770000000 2.1510000000 F 5.2840000000 -0.8790000000 2.0990000000 F 3.3600000000 -0.1720000000 2.7630000000 F 4.4810000000 0.9720000000 1.3380000000 F 2.4390000000 -3.1320000000 0.1530000000 Si -1.0560000000 -1.6900000000 -2.5560000000 O -0.3850000000 -1.4620000000 -4.0250000000 H 0.0360000000 -0.6210000000 -4.1930000000 O -2.5610000000 -1.0810000000 -2.4080000000 H -3.2730000000 -1.6040000000 -2.7720000000 O -1.1650000000 -3.3010000000 -2.3400000000 H -0.4820000000 -3.8400000000 -2.7360000000
W-TBP
C -1.1340000000 0.3850000000 -1.8340000000 C -1.5890000000 -1.1380000000 -1.8540000000 C -0.9250000000 -2.1360000000 -0.8160000000 W -0.0020000000 -0.3800000000 -0.3010000000 C 2.2030000000 0.8600000000 1.6060000000 N -1.2170000000 0.0400000000 0.9050000000 O 1.6120000000 0.0200000000 0.7320000000 O 1.2800000000 -0.8150000000 -1.7220000000 H -0.5930000000 0.6500000000 -2.7360000000 H -0.2850000000 -2.8580000000 -1.3110000000 H -2.6570000000 -1.1480000000 -1.6600000000 H -1.3390000000 -1.5120000000 -2.8410000000 C -2.2170000000 0.3700000000 1.7820000000 C -2.6580000000 -0.5890000000 2.7210000000 C -3.6790000000 -0.2400000000 3.5920000000 C -4.2560000000 1.0170000000 3.5590000000 C -3.8080000000 1.9530000000 2.6440000000 C -2.7910000000 1.6600000000 1.7480000000 H -4.0290000000 -0.9680000000 4.3150000000 H -5.0520000000 1.2690000000 4.2480000000 H -4.2580000000 2.9390000000 2.6250000000 H -1.9620000000 1.0460000000 -1.6170000000 C -2.3360000000 2.7100000000 0.7640000000 H -1.4810000000 2.3060000000 0.2250000000 C -3.4340000000 3.0130000000 -0.2530000000 H -3.7710000000 2.1080000000 -0.7620000000 H -4.3070000000 3.4550000000 0.2340000000 H -3.0770000000 3.7200000000 -1.0050000000 C -1.8770000000 3.9870000000 1.4620000000 H -1.0880000000 3.7810000000 2.1840000000 H -1.4910000000 4.6980000000 0.7280000000 H -2.7010000000 4.4720000000 1.9900000000 C -2.0650000000 -1.9760000000 2.7730000000 H -1.1890000000 -1.9810000000 2.1240000000 C -3.0600000000 -3.0030000000 2.2370000000 H -3.4080000000 -2.7390000000 1.2360000000 H -2.6060000000 -3.9960000000 2.1930000000 H -3.9400000000 -3.0640000000 2.8810000000 C -1.6000000000 -2.3550000000 4.1760000000 H -1.1080000000 -3.3290000000 4.1580000000 H -0.8950000000 -1.6230000000 4.5690000000 H -2.4380000000 -2.4240000000 4.8720000000 C 1.4350000000 0.9270000000 2.9690000000 C 3.6470000000 0.3070000000 1.8600000000 C 2.2950000000 2.2880000000 0.9800000000 H -1.6520000000 -2.5870000000 -0.1540000000 F 4.4400000000 1.2100000000 2.4310000000 F 4.2080000000 -0.0630000000 0.7130000000 S28 F 3.6000000000 -0.7640000000 2.6460000000 F 0.3820000000 1.7360000000 2.8830000000 F 2.2070000000 1.3710000000 3.9580000000 F 0.9940000000 -0.2800000000 3.2980000000 F 2.6080000000 3.2220000000 1.8680000000 F 3.2070000000 2.3150000000 0.0080000000 F 1.1260000000 2.6140000000 0.4270000000 Si 2.2570000000 -0.7240000000 -2.9880000000 O 3.7720000000 -0.3180000000 -2.5280000000 H 3.8610000000 0.1420000000 -1.6940000000 O 1.5650000000 0.3630000000 -3.9970000000 H 1.9540000000 0.4580000000 -4.8650000000 O 2.3950000000 -2.1220000000 -3.8240000000 H 3.1200000000 -2.6910000000 -3.5680000000
W-SP
C -1.5230000000 -1.5630000000 0.9150000000 C 0.2420000000 -1.3810000000 2.3330000000 C -1.2700000000 -1.5100000000 2.4110000000 W 0.2500000000 -0.4520000000 0.3820000000 C 3.4300000000 -1.0460000000 0.4990000000 N -0.3360000000 1.1150000000 0.8140000000 O -0.1250000000 -0.9720000000 -1.4000000000 O 2.1790000000 -0.5450000000 0.3730000000 H -1.3880000000 -2.5770000000 0.5220000000 H -1.6410000000 -2.3670000000 2.9840000000 H -1.7120000000 -0.6080000000 2.8390000000 H 0.7130000000 -2.3640000000 2.2420000000 H 0.7590000000 -0.8170000000 3.1100000000 H -2.4590000000 -1.1610000000 0.5260000000 C -0.7200000000 2.4230000000 0.9900000000 C -1.7370000000 2.9560000000 0.1760000000 C -0.0850000000 3.1920000000 1.9840000000 C -2.1180000000 4.2720000000 0.3910000000 C -0.5000000000 4.5050000000 2.1530000000 C -1.5080000000 5.0410000000 1.3690000000 H -2.9020000000 4.7070000000 -0.2140000000 H -0.0280000000 5.1200000000 2.9080000000 H -1.8190000000 6.0680000000 1.5200000000 C 4.1730000000 -0.2830000000 1.6410000000 C 4.1560000000 -0.8100000000 -0.8690000000 C 3.3990000000 -2.5800000000 0.8110000000 C 0.9770000000 2.5760000000 2.8610000000 H 1.4540000000 1.7830000000 2.2810000000 C -2.3380000000 2.1230000000 -0.9280000000 H -2.3270000000 1.0820000000 -0.5990000000 C -3.7800000000 2.4810000000 -1.2540000000 H -4.4070000000 2.4750000000 -0.3610000000 H -3.8620000000 3.4660000000 -1.7200000000 H -4.1850000000 1.7530000000 -1.9600000000 C -1.4680000000 2.2160000000 -2.1820000000 H -0.4390000000 1.9160000000 -1.9750000000 H -1.8680000000 1.5680000000 -2.9650000000 H -1.4490000000 3.2410000000 -2.5580000000 C 0.3310000000 1.9240000000 4.0830000000 H -0.1550000000 2.6790000000 4.7060000000 H -0.4250000000 1.1950000000 3.7880000000 H 1.0820000000 1.4140000000 4.6890000000 C 2.0660000000 3.5530000000 3.2780000000 H 2.8610000000 3.0170000000 3.8010000000 H 2.5060000000 4.0550000000 2.4150000000 H 1.6890000000 4.3180000000 3.9610000000 F 3.9120000000 0.4140000000 -1.3130000000 F 3.6970000000 -1.6690000000 -1.7790000000 F 5.4720000000 -0.9640000000 -0.7740000000 S29 F 4.5340000000 -3.1830000000 0.4780000000 F 3.1810000000 -2.8040000000 2.1040000000 F 5.3010000000 -0.8930000000 1.9910000000 F 3.3950000000 -0.1960000000 2.7140000000 F 4.4680000000 0.9550000000 1.2590000000 F 2.4070000000 -3.1530000000 0.1320000000 Si -1.0010000000 -1.6930000000 -2.5630000000 O -0.3230000000 -1.3500000000 -4.0050000000 H 0.0220000000 -0.4680000000 -4.1390000000 O -2.5220000000 -1.1420000000 -2.3870000000 H -3.2210000000 -1.6600000000 -2.7830000000 O -1.0480000000 -3.3150000000 -2.4420000000 H -0.3400000000 -3.8070000000 -2.8550000000
Ru-TBP C -0.6570000000 0.0460000000 2.4640000000 C 1.9450000000 0.0240000000 1.7890000000 C 0.8520000000 0.0210000000 2.9330000000 H -1.1910000000 -0.8760000000 2.6890000000 H 2.5120000000 -0.9040000000 1.7320000000 H -1.1740000000 0.9710000000 2.7190000000 H 2.5290000000 0.9430000000 1.7580000000 H 1.0110000000 0.9290000000 3.5140000000 H 0.9890000000 -0.9080000000 3.4870000000 N -1.4540000000 0.2120000000 -1.6230000000 N 0.6500000000 -0.0110000000 -2.1770000000 Ru 0.2930000000 0.0590000000 0.7730000000 Cl 0.3170000000 2.4390000000 0.9040000000 Cl 0.3150000000 -2.3230000000 0.8190000000 C -0.2080000000 0.0900000000 -1.1570000000 C -1.4900000000 0.2860000000 -3.0900000000 C -0.0370000000 -0.0450000000 -3.4750000000 C -2.5760000000 0.4460000000 -0.7700000000 C -2.9610000000 1.7640000000 -0.4810000000 C -3.2500000000 -0.6610000000 -0.2330000000 C -3.9980000000 1.9530000000 0.4320000000 C -4.2820000000 -0.4180000000 0.6750000000 C -4.6540000000 0.8780000000 1.0340000000 C 2.0460000000 -0.2520000000 -1.9910000000 C 2.8980000000 0.8490000000 -1.8180000000 C 2.5210000000 -1.5720000000 -1.9650000000 C 4.2410000000 0.5960000000 -1.5350000000 C 3.8710000000 -1.7720000000 -1.6780000000 C 4.7400000000 -0.7040000000 -1.4450000000 C 2.3830000000 2.2540000000 -1.9300000000 C 1.6230000000 -2.7360000000 -2.2660000000 C 6.1940000000 -0.9520000000 -1.1500000000 C -2.3120000000 2.9370000000 -1.1560000000 C -2.8790000000 -2.0610000000 -0.6250000000 C -5.7320000000 1.1140000000 2.0560000000
